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S1. Chemical context

S2. Structural commentary
In the context of the study of biotransformation reactions mediated by Saccharomyces cerevisiae, such as the bioreduction of α-haloketones and enones (Rodrigues et al., 2004) , the title compound, (3E)-3-(2,4-dinitrophenoxymethyl)-4-phenylbut-3-en-2-one, (I), as well as its 4-nitrophenylmethyl analogue, i.e. (3E)-3-(4-nitrophenoxymethyl)-4-phenylbut-3-en-2-one, (II), (Zukerman-Schpector et al. 2014) , were synthesised to be used as substrates in order to compare their behaviour with that of the 3-halomethyl-4-phenyl-3-buten-2-ones analogues (de Paula et al., 2013) . Herein, the crystal structure determination and spectroscopic details of (I) are described.
In ( 
S3. Supramolecular features
S4. Database survey
S5. Synthesis and crystallization
Potassium carbonate (232 mg, 2.4 mmol) and 2,4-dinitrophenol (368 mg, 2 mmol) were added to a solution of 4-nitrophenol (1.53 g, 11 mmol) and 3-bromomethyl-4-phenyl-3-buten-2-one (478 mg, 2 mmol) in dry acetone (4 mL). The reaction mixture was stirred for 16 hours and the filtered. The solvent was evaporated and the residue was purified by column chromatography (hexane/EtOAc, 80:20) to afford the product as a colourless solid in 75% yield. The product was recrystallized by slow evaporation of a 2:1 dichloromethane/hexane mixture. 134. 5, 134.6, 139.8, 140.9, 148.1, 157.0, 198.4 .
S6. Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93 to 0.97 Å) and were included in the refinement in the riding model approximation, with U iso (H) = 1.2U eq (C) and 1.5U eq (methyl-C).
Figure 1
The molecular structure of the title showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level.
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Figure 2
Overlay diagram of (I), red image, with inverted (II), blue image, drawn so that the C═C-C(phenyl) atoms are overlapped.
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